. The relative Gibbs free energies ∆G (kcal/mol), relative total energies ∆E (kcal/mol), and the normalized Boltzmann factors B f (in %) at 298.15 K based on the relative Gibbs free energy and the relative total energy of the 1:1 3 Λ p SS-DMSO (1DMSO) conformers at the B3LYP/6-311++G** level of theory. 
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